. First Brillouin zone of the primitive cell for the cubic structured Cu2Se. The blue lines indicate the Brillouin zone path XWLK used for the electronic band structure calculations. 
. First Brillouin zone of the primitive cell for the cubic structured Cu2Se. The blue lines indicate the Brillouin zone path XWLK used for the electronic band structure calculations. Figure S2 The optimized primitive cell for the copper deficient 1, 2, 4, 6, 8) compounds. (a) Cu15Se8; (b) Cu15S1Se7; (c) Cu15S2Se6; (d) Cu15S4Se4; (e) Cu15S6Se2; (f) Cu15S8. Cu, Se, and S atoms are represented by green, purple and orange spheres, respectively. 
